Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.002 Å; R factor = 0.027; wR factor = 0.073; data-to-parameter ratio = 20.8. organic compounds o2090 Rodrigues et al.
In the title compound, C 42 H 29 Br, the dihedral angles between the central benzene ring and the three attached benzene rings are very similar, lying in the range 52.65 (6)-57.20 (7) . Of the dihedral angles between the rings of the o-biphenyl substituents, two are similar [46.34 (7) and 47.35 (7) ], while the other differs significantly [64.17 (7) ]. In the crystal, molecules are linked into centrosymmetric dimers by two weak C-HÁ Á Á interactions.
Related literature
For background to the Suzuki-Miyaura cross-coupling reaction in the synthesis of arylnaphthalenes and polyphenylenes, see: Miyaura & Suzuki (1995) ; Liu et al. (2006) ; Lima et al. Refinement R[F 2 > 2(F 2 )] = 0.027 wR(F 2 ) = 0.073 S = 1.04 8078 reflections 388 parameters H-atom parameters constrained Á max = 0.45 e Å À3 Á min = À0.32 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg2 and Cg6 are the centroids of the C21-26 and C421-C426 rings, respectively. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.03709 (9) −0.00372 (5) −0.00922 (5) −0.01137 (6) C2 0.0183 (5) 0.0169 (5) 0.0154 (5) −0.0029 (4) −0.0051 (4) −0.0057 (4) C21 0.0149 (5) 0.0178 (5) 0.0202 (6) −0.0028 (4) −0.0035 (4) −0.0077 (5) C22 0.0181 (5) 0.0186 (6) 0.0215 (6) −0.0013 (4) −0.0051 (4) −0.0073 (5) C221 0.0226 (6) 0.0162 (5) 0.0164 (5) −0.0011 (4) −0.0063 (4) −0.0033 (4) C222 0.0233 (6) 0.0290 (7) 0.0254 (7) 0.0011 (5) −0.0054 (5) −0.0118 (6) C223 0.0408 (8) 0.0300 (7) 0.0255 (7) 0.0021 (6) −0.0071 (6) −0.0149 (6) C224 0.0488 (9) 0.0271 (7) 0.0243 (7) −0.0052 (6) −0.0167 (6) −0.0079 (6) C225 0.0326 (7) 0.0319 (7) 0.0304 (7) 0.0005 (6) −0.0185 (6) −0.0090 (6) C226 0.0250 (6) 0.0260 (6) 0.0249 (7) 0.0048 (5) −0.0114 (5) −0.0100 (5) C23 0.0323 (7) 0.0186 (6) 0.0311 (7) 0.0005 (5) −0.0122 (6) −0.0064 (5) C24 0.0344 (7) 0.0191 (6) 0.0434 (9) −0.0018 (5) −0.0110 (6) −0.0137 (6) C25 0.0248 (6) 0.0285 (7) 0.0391 ( 0.0176 (6) 0.0234 (6) 0.0376 (7) −0.0004 (5) −0.0121 (5) −0.0141 (6) C45 0.0240 (6) 0.0214 (6) 0.0304 (7) 0.0025 (5) −0.0166 (5) −0.0100 (5) C46 0.0216 (6) 0.0168 (5) 0.0211 (6) −0.0007 (4) −0.0091 (5) −0.0054 (5) C5 0.0176 (5) 0.0166 (5) 0.0149 (5) −0.0007 (4) −0.0061 (4) −0.0059 (4) C51 0.0165 (5) 0.0163 (5) 0.0181 (5) 0.0003 (4) −0.0049 (4) −0.0057 (4) C52 0.0197 (5) 0.0169 (5) 0.0182 (6) −0.0006 (4) −0.0044 (4) −0.0064 (5) C521 0.0241 (6) 0.0158 (5) 0.0191 (6) −0.0014 (4) −0.0065 (5) −0.0084 (5) C522 0.0274 (6) 0.0194 (6) 0.0242 (6) −0.0057 (5) −0.0076 (5) −0.0075 (5) C523 0.0325 (7) 0.0275 (7) 0.0325 (7) −0.0055 (5) −0.0151 (6) −0.0122 (6) C524 0.0410 (8) 0.0294 (7) 0.0245 (7 117.21 (9) C423-C424-H424 120.2 C2-C1-Br11 120.83 (9) C425-C424-H424 120.2 C1-C2-C3 115.95 (11) C426-C425-C424 120.23 (13) C1-C2-C21 125.21 (11) C426-C425-H425 119.9 C3-C2-C21 118.84 (10) C424-C425-H425 119.9 C26-C21-C22 119.17 (11) C425-C426-C421 120.66 (12) Hydrogen-bond geometry (Å, °) Cg2 and Cg6 are the centroids of the C21-26 and C421-C426 rings, respectively. supplementary materials sup-10 
